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Key indicators: single-crystal X-ray study; T = 200 K; mean (C–C) = 0.005 A˚;
R factor = 0.018; wR factor = 0.038; data-to-parameter ratio = 20.8.
The structure of the title compound, C6H5I2N, shows a weak
intermolecular amine–amine N—H  N hydrogen-bonding
interaction, giving a helical chain which extends along the a
axis. An intramolecular N—H  I hydrogen bond is also
observed.
Related literature
For related structures, see: Garden et al. (2002). For the
synthesis, see: Dains et al. (1935); Hodgson & Marsden (1937);
O’Neil (2001). For graph-set analysis of hydrogen bonding,
see: Etter et al. (1990).
Experimental
Crystal data
C6H5I2N
Mr = 344.91
Orthorhombic, P212121
a = 4.3870 (1) A˚
b = 10.9626 (3) A˚
c = 16.9778 (4) A˚
V = 816.51 (3) A˚3
Z = 4
Mo K radiation
 = 7.62 mm1
T = 200 K
0.30  0.18  0.18 mm
Data collection
Oxford Diffraction Gemini-S Ultra
CCD-detector diffractometer
Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.146, Tmax = 0.250
6739 measured reflections
1873 independent reflections
1790 reflections with I > 2(I)
Rint = 0.024
Refinement
R[F 2 > 2(F 2)] = 0.018
wR(F 2) = 0.038
S = 1.05
1873 reflections
90 parameters
H atoms treated by a mixture of
independent and constrained
refinement
max = 0.38 e A˚
3
min = 0.47 e A˚3
Absolute structure: Flack (1983),
737 Friedel pairs
Flack parameter: 0.03 (4)
Table 1
Hydrogen-bond geometry (A˚, ).
D—H  A D—H H  A D  A D—H  A
N1—H11  I2 0.77 (3) 2.81 (3) 3.283 (4) 122 (3)
N1—H12  N1i 0.80 (4) 2.30 (4) 3.106 (5) 180 (5)
Symmetry code: (i) x 12;yþ 32;zþ 2.
Data collection: CrysAlis CCD (Oxford Diffraction, 2008); cell
refinement: CrysAlis RED (Oxford Diffraction, 2008); data reduc-
tion: CrysAlis RED; program(s) used to solve structure: SHELXS97
(Sheldrick, 2008) withinWinGX (Farrugia, 1999); program(s) used to
refine structure: SHELXL97 (Sheldrick, 2008) within WinGX
(Farrugia, 1999); molecular graphics: PLATON (Spek, 2009); soft-
ware used to prepare material for publication: PLATON.
The authors acknowledge financial support from the
Australian Research Council and the School of Physical and
Chemical Sciences, Queensland University of Technology.
Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: IS2440).
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